Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.008 Å; R factor = 0.090; wR factor = 0.259; data-to-parameter ratio = 13.3.
There are four molecules in the asymmetric unit of the title compound, C 16 H 12 N 2 O. The dihedral angle between the phenyl rings in the molecules are 22.2 (2), 22.4 (2), 25.1 (3) and 41.9 (2) . In the crystal, molecules form dimers due to intermolecular C-HÁ Á ÁO hydrogen bonds, which result in one R 2 2 (10) and two R 2 1 (7) ring motifs. Weak aromaticstacking [centroid-centroid separation = 3.788 (3) Å ] and C-HÁ Á Á interactions may also consolidate the packing.
Related literature
For background and related structures, see: Ather et al. (2010a,b,c,d) . For graph-set notation, see: Bernstein et al. (1995) .
Experimental
Crystal data = 107.991 (6) V = 2504.1 (4) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 296 K 0.32 Â 0.16 Â 0.14 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.982, T max = 0.988 34716 measured reflections 8912 independent reflections 4643 reflections with I > 2(I) R int = 0.092 Refinement R[F 2 > 2(F 2 )] = 0.090 wR(F 2 ) = 0.259 S = 1.04 8912 reflections 671 parameters H-atom parameters constrained Á max = 0.26 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Cg5 is the centroid of the C17-C22 ring. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 1; Àz; (iii) Àx; Ày þ 1; Àz; (iv) x þ 1; y; z.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
The title compound consists of four molecules in the crystallographic asymmetric unit which differ from each other geometrically. In one molecule, the phenyl rings A (C1-C6), B (C11-C16) and pyrazole moiety C (C7-C11/N1/N2/O1) are planar with r. m. s. deviation of 0.0048, 0.0057 and 0.0178 Å, respectively. The dihedral angle between A/B, A/C and B/C is 41.93 (22), 43.62 (21)° and 1.97 (31)°, respectively. In second molecule, the phenyl rings D (C17-C22), E (C27-C32) and pyrazole moiety F (C23-C26/N3/N4/O2) are planar with r. m. s. deviation of 0.0046, 0.0067 and 0.0330 Å, respectively. The dihedral angle between D/E, D/F and E/F is 22.38 (22), 34.73 (15)° and 17.24 (25)°, respectively. These two molecules form dimers due to intermolecular H-bondings of C-H···O type with two R 2 1 (7) and an R 2 2 (10) ( (Bernstein et al., 1995) . In third molecule, the phenyl rings G (C33-C38), H (C43-C48) and pyrazole moiety I (C39-C42/N5/N6/O3) are planar with r. m. s. deviation of 0.0099, 0.0021 and 0.0292 Å, respectively. The dihedral angle between G/H, G/I and H/I is 25.07 (28), 27.78 (27)° and 3.81 (33)°, respectively. In fourth molecule, the phenyl rings J (C49-C54), K (C59-C64) and pyrazole moiety L (C55-C58/N7/N8/O4) are planar with r. m. s. deviation of 0.0049, 0.0029 and 0.0339 Å, respectively. The dihedral angle between J/K, J/L and K/L is 22.16 (24), 37.81 (18)° and 22.27 (25)°, respectively. Third and fourth molecules also form dimers due to intermolecular H-bondings of C-H···O type with two R 2 1 (7) and an R 2 2 (10) (Table 1, Fig. 2 ). π···π interactions occurs between the pyrazole and benzene rings in each dimer. The separations between the centroids of pyrazole and benzene rings have values of 3.788 (3)Å. These π···π and C-H···π (Table   1) interactions may help to consolidate the packing.
Experimental
Phosphoryl chloride (5 ml) was added drop wise to cold N,N-dimethylformamide (DMF) (15 ml) with continuous stirring at 273-278 K for about 30 min. Acetophenon phenylhydrazone (3.15 g, 15 mmol) was separately dissolved in 5 ml of DMF and was added drop wise to the former cold mixture with the continuous stirring at 273-278 K for an hour. The resulting mixture was further stirred at 323-333 K for 5-6 h and cooled to room temperature. The crude product was poured into crushed ice which resulted into white precipitate. These precipitate were recrystallized in ethanol to obtain colorless needles of (I).
Refinement
The H-atoms were positioned geometrically (C-H = 0.93 Å) and refined as riding with U iso (H) = xU eq (C), where x = 1.2 for all H-atoms. Fig. 1 . View of the title compound with displacement ellipsoids drawn at the 50% probability level. 
Figures
R[F 2 > 2σ(F 2 )] = 0.090 H-atom parameters constrained wR(F 2 ) = 0.259 w = 1/[σ 2 (F o 2 ) + (0.0599P) 2 + 5.7411P] where P = (F o 2 + 2F c 2 )/3 S = 1.04 (Δ/σ) max < 0.
Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell e.s.d.'s are taken into account in the estimation of distances, angles and torsion angles
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) C62-C63 1.375 (9) C20-C21 1.375 (7) C63-C64 1.379 (9) supplementary materials sup-9 C21-C22 1.388 (7) C50-H50 0.9300 C23-C24 1.437 (7) C51-H51 0.9300 C24-C25 1.437 (7) C52-H52 0.9300 C24-C26 1.379 (7) C53-H53 0.9300 C27-C28 1.362 (8) C54-H54 0.9300 C27-C32 1.372 (7) C57-H57 0.9300 C28-C29 1.379 (10) C58-H58 0.9300 C29-C30 1.362 (8) C60-H60 0.9300 C30-C31 1.367 (8) C61-H61 0.9300 C31-C32 1.393 (8) C62-H62 0.9300 C18-H18 0.9300 C63-H63 0.9300 C19-H19 0.9300 C64-H64 0.9300
sup-11
C30-C31-C32 120.9 (5) C52-C53-H53 119.00 C27-C32-C31 118.4 (5) C54-C53-H53 119.00 C17-C18-H18 119.00 C49-C54-H54 120.00 C19-C18-H18 119.00 C53-C54-H54 120.00 C20-C19-H19 120.00 O4-C57-H57 118.00 C18-C19-H19 120.00 C56-C57-H57 117.00 C19-C20-H20 120.00 N8-C58-H58 127.00 C21-C20-H20 120.00 C56-C58-H58 127.00 C22-C21-H21 120.00 C59-C60-H60 121.00 C20-C21-H21 120.00 C61-C60-H60 121.00 C17-C22-H22 120.00 C60-C61-H61 119.00 C21-C22-H22 120.00 C62-C61-H61 119.00 O2-C25-H25
118.00 C61-C62-H62 121.00 C24-C25-H25
118.00 C63-C62-H62 121.00 N4-C26-H26 126.00 C62-C63-H63 120.00 C24-C26-H26 126.00 C64-C63-H63 120.00 C29-C28-H28 120.00 C59-C64-H64 120.00 C27-C28-H28 120.00 C63-C64-H64 120.00
Hydrogen-bond geometry (Å, °)
Cg5 is the centroid of the C17-C22 ring. (8) 150 C2-H2···Cg5 iv 0.93 2.86 3.689 (7) 
